groups in one phenyl ring slacked down the conjugations between the methoxy groups and the aromatic ring. In each of the two 1,2-diphenyl ethane moiety, the two phenyl rings are arranged in a trans conformation as the dihedral angle of C4 -C7-C8-C9 and C21-C24-C25-C26 was found to be 174.43 (18)° and 163.64 (19) ° respectively. In the crystal structure, there are no classic hydrogen bonds and no significant intermolecular π-π interactions between the molecules.
Experimental
Under the nitrogen atmosphere, 3,4,5-trimethoxybenzaldehyde (0.37 g, 1.89 mmol) and trimethylsilyl chloride(0.48 ml, 3.78 mmol) in THF (10 ml) was added a solution of p-Chlorobenzyl zinc chloride reagents (1.0 M, 2.5 ml) cooled with ice-water bath. The reaction was stirred for 12 h at room temperature, then quenched with 10 ml of 1.0 M HCl. After the usual work up, the title compound was isolated in 5% yield as white solid, mp: 156-158 o C. IR (KBr) , v (cm -1 ): 2926, 1593, 1500, 1460, 1421, 1350, 1325, 1233, 1180, 1128, 1079, 1010 ; 1 H NMR (400 MHz, CDCl 3 ) δ (p.p.m.): 2.71 (dd, J = 13.6, 3.5 Hz, 2H, CH 2 ), 2.91 (dd, J = 13.6, 3.5 Hz, 2H, CH 2 ), 3.62 (s, 12H, OCH 3 ), 3.83 (s, 6H, OCH 3 ), 4.15 (dd, J = 9.1, 3.6 Hz, 2H, CH), 6.09 (s, 4H, ArH), 7.12 (d, J = 8.4 Hz, 4H, ArH), 7.25 (d, J = 8.8 Hz, 4H, ArH); 13 C NMR (100 MHz, CDCl 3 ): 153.16, 137.29, 137.08, 137.05, 132.07, 131.36, 127.99, 103.25, 79.07, 60.81, 55.81, 44.57 ; ESI-MS m/z (M + NH 4 + ): 644.2243.
Refinement
All H atoms were geometrically positioned and refined using a riding model with C-H = 0.93 Å, U iso (H) = 1.2 U eq (C) for aromatic atoms, C-H = 0.98 Å, U iso (H) = 1.2 U eq (C) for CH atoms, C-H = 0.97 Å, U iso (H) = 1.2 U eq (C) for CH 2 atoms and C-H = 0.96 Å, U iso (H) = 1.5 U eq (C) for CH 3 atoms.
Computing details
Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT-Plus (Bruker, 2004) ; data reduction: SAINT-Plus (Bruker, 2004) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: supplementary materials sup-2 Acta Cryst. (2012) . E68, o1007 SHELXTL (Sheldrick, 2008).
Figure 1
A view of the molecule with the atom numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-{2-(4-Chlorophenyl)-1-[2-(4-chlorophenyl)-1-(3,4,5-trimethoxyphenyl)ethoxy]ethyl}-1,2,3-trimethoxybenzene
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
